Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.008 Å; disorder in main residue; R factor = 0.055; wR factor = 0.137; data-to-parameter ratio = 7.8.
The title compound, [systematic name: 5a-acetoxymethyl-3-isopropyl-8-methyl-1,2,3,3a,4,5,5a,6,7,10,10a,10b-dodecahydro-7,10-endo-epidioxycyclohepta[e] indene-3a-carboxylic acid], C 22 H 32 O 6 (I), is closely related to methyl 5a-acetoxy methyl-3-isopropyl-8-methyl-1, 2,3,3a,4,5,5a,6,7,10,10a,10b-dodecahydro-7,10-endo-epidioxycyclohepta[e] indene-3a-carboxylate, (II) [Brito et al., (2008) . Acta Cryst. E64, o1209]. There are two molecules in the asymmetric unit, which are linked by two strong intramolecular O-HÁ Á ÁO hydrogen bonds with graph-set motif R 2 2 (8). In both (I) and (II), the conformation of the three fused rings are almost identical. The five-membered ring has an envelope conformation, the six-membered ring has a chair conformation and the sevenmembered ring has a boat conformation. The most obvious differences between the two compounds is the observed disorder of the acetoxymethyl fragments in both molecules of the asymmetric unit of (I). This disorder is not observed in (II). The crystal structure and the molecular conformation is stabilized by intermolecular C-HÁ Á ÁO hydrogen bonds. The ability to form hydrogen bonds is different in the two compounds. The crystal studied was a non-merohedral twin, the ratio of the twin components being 0.28 (1):0.72 (1)
Related literature
For related literature on Mulinane diterpenes, see : Munizaga & Gunkel (1958) ; Araya et al. (2003) ; Loyola et al. (1990 Loyola et al. ( , 2004 . For a related structure, see : Brito et al. (2008) . For ring conformations, see : Cremer & Pople (1975) . For hydrogenbond patterns, see: Bernstein et al. (1995) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes:
Data collection: X-AREA (Stoe & Cie, 2001 ); cell refinement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
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17-Acetoxymulinic acid
I. Brito, J. Bórquez, J. Albanez, M. Bolte and L. M. Peña-Rodríguez
Comment
The title compound (I) is know as 17-acetoxymulinic acid and was isolated from Mulinum crassifolium (Apiaceae). Mulinum crassifolium is a 15 cm small shrub, which grows in the north of Chile at altitudes above 4000 m. This plant, commonly known as chuquican, susurco or espinilla is used in the folk medicine, principally against diabetes, and bronchial (caugh) and intestinal disorders (Munizaga et al., 1958) . Mulinane diterpenes exhibit antiplasmodial (Loyola et al., 2004) and antiTripanosomacruzi (Araya et al., 2003) activities. We have undertaken the X-ray crystal-structure determination of (I) in order to establish its molecular conformation and relative stereochemistry. We are not able to determine the absolute stereochemistry by X-ray methods and the configuration shown here was chosen to be in accord with that reported in previous chemical studies (Loyola et al., 1990) . The structure consists of a mulinane skeleton, and the isopropyl, acetyloxymethyl and carboxylic groups at C3, C5A and C3A are β-oriented, respectively, whereas the endo-peroxide group is α-oriented.
The molecular dimensions of the title compound are within normal ranges (Allen et al., 1987) . The cyclopentane (A), cyc- (Bernstein et al., 1995) .
Experimental
Dried and finely powdered aerial parts of Mulinum crassifolium (630 g) were extracted with petroleum ether at room temperature. The concentrated petroleum extract was fractionated on silica gel column with hexane-ethyl acetate mixtures of increasing polarity as elution solvents. The fraction (355 mg) eluted was further separated and purified by silica gel chromatography to give 52.2 mg of 17-acetoxymulinic acid. Recrystallization from hexane-ethyl acetate (3:1) at room temperature afforded colourless crystals suitable for X-ray diffraction analysis.
Refinement
There is disorder in the acetyloxymethyl fragment of both molecules of the asymmetric unit. O4 and C14 are disordered over two orientations with occupancy factors of 0.53 (2)/0.47 (2) for O4/O4' and C14/C14'. O3A, O4A, C13A, C14A are disordered over two orientations with occupancy factors of 0.612 (9)/0.388 (9) for O3A/O3", O4A/O4", C13A/C13" and C14A/C14". respectively. These six disordered atoms are refined isotropically, while all other non-hydrogen atoms are refined anisotropically. All H atoms were placed in idealized positions with d(C-H,O) = 0.99 (CH 2 ), 0.98 (CH 3 ), 1.00 (CH) and 0.84 Å (OH), refined using a riding model with U iso (H) fixed at 1.5 U eq (C,O) for CH 3 and OH and 1.2 U eq (C) for CH 2 and CH. The crystal studied was a non-merohedral twin, the ratio of the twin components being 0.28 (1) 5a-acetoxymethyl-3-isopropyl-8-methyl-1,2,3,3a,4,5,5a,6,7,10,10a,10b-dodecahydro-7,10-endoepidioxycyclohepta[e]indene-3a-carboxylic acid 
Crystal data

